Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.105; data-to-parameter ratio = 12.9.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.105 S = 1.06 2772 reflections 215 parameters All H-atom parameters refined Á max = 0.25 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 3.850 (2) 151 (1) Symmetry code: (i) x; Ày À 3 2 ; z À 1 2 .
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2-(1H-Benzotriazol-1-yl)-1-phenylethanol Ö. Özel Güven, M. Bayraktar, S. J. Coles and T. Hökelek
Comment
Azole compounds have important antifungal and antibacterial activities. Benzotriazole derivatives also exhibit a good degree of analgesic, anti-inflammatory, diuretic, antiviral and antihypertensive activities (Kopańska et al., 2004; Yu et al., 2003; Hirokawa et al., 1998) . Crystal structures of similar compounds such as 1-phenyl-2-(1H-1,2,4-triazol-1-yl)ethanol (Özel Güven et al., 2008) , fluconazole (Caira et al., 2004) and benzotriazole ring possessing compounds (Katritzky et al., 2001; Swamy et al., 2006) have been reported. Now, we report herein the crystal structure of the title benzotriazole derivative, (I).
In the molecule of the title compound ( Fig. 1) , bond lengths and angles are generally within normal ranges. The planar benzotriazole ring system is oriented with respect to the phenyl ring at a dihedral angle of 13.43 (4)°. Exocyclic carbon atoms C7 and C8 are 0.062 (1) and -0.028 (1) Å away from the planes of the benzotriazole and phenyl rings, respectively. So, they are almost coplanar with the adjacent rings.
In the crystal structure, intermolecular O-H···N hydrogen bonds (Table 1) link the molecules into chains along the b-axis ( Fig. 2) , in which they may be effective in the stabilization of the structure. The π-π contacts between the benzene rings and between the triazole and the benzene rings , Cg2-Cg2 i and Cg1-Cg2 i [symmetry code: (i) 1 -x, 1 -y, -z, where Cg1 and Cg2 are centroids of the rings (C1/C6/N1-N3) and (C1-C6), respectively] with centroid-centroid distances of 3.8133 (8) and 3.7810 (8) Å are also observed in the crystal structure. respectively. A weak C-H···π interaction (Table 1) involving the phenyl ring also occurs.
Experimental
The title compound was synthesized by the reduction of 2-(-benzotriazol-1-yl)-1-phenylethanone with sodiumborohydride.
A mixture of 2-(-benzotriazol-1-yl)-1-phenylethanone (500 mg, 2.10 mmol) and sodiumborohydride (159.5 mg, 4.21 mmol) in ethanol (25 ml) was refluxed for 4 h. After evaporation of the solvent, the mixture was neutralized with dilute HCl, and then refluxed for 30 min. After the mixture was cooled, the solution was alkalinized with dilute NaOH and the resulting precipitate was filtered. The filtrate was extracted with chloroform, then the organic phase was dried and evaporated. The residue was crystallized from ethyl acetate to obtain colorless crystals suitable for X-ray analysis (yield; 216 mg, 43%).
Refinement H atoms were located in a difference Fourier map and refined isotropically. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.02061 (10) 0.04949 (12) (7) 0.0201 (6) −0.0107 (5) 0.0015 (5) −0.0021 (5) N2 0.0311 (6) 0.0367 (7) 0.0206 (6) −0.0111 (6) 0.0016 (5) 0.0001 (5) N3 0.0250 (6) 0.0238 (6) 0.0176 (5) −0.0032 (5) −0.0009 (4) 0.0004 (4) C1 0.0222 (6) 0.0248 (7) 0.0202 (6) −0.0007 (5) 0.0013 (5) −0.0008 (5) C2 0.0235 (7) 0.0265 (7) 0.0221 (7) 0.0007 (6) −0.0024 (5) −0.0037 (5) C3 0.0339 (8) 0.0237 (7) 0.0184 (6) 0.0030 (6) −0.0022 (6) −0.0002 (5) C4 0.0332 (8) 0.0219 (7) 0.0213 (7) −0.0005 (6) 0.0047 (6) 0.0012 (5) C5 0.0245 (7) 0.0213 (7) 0.0227 (7) −0.0025 (5) 0.0015 (5) −0.0003 (5) C6 0.0227 (6) 0.0191 (6) 0.0178 (6) 0.0017 (5) −0.0009 (5) −0.0002 (5) C7 0.0269 (7) 0.0240 (7) 0.0178 (6) 0.0001 (5) −0.0051 (5) −0.0004 (5) C8 0.0205 (6) 0.0232 (7) 0.0212 (6) 0.0001 (5) −0.0013 (5) −0.0002 (5) C9 0.0212 (6) 0.0233 (7) 0.0197 (6) 0.0048 (5) 0.0004 (5) −0.0042 (5) C10 0.0239 (7) 0.0307 (7) 0.0197 (6) 0.0000 (6) 0.0014 (5) −0.0046 (6) C11 0.0269 (7) 0.0376 (8) 0.0263 (7) −0.0032 (6) −0.0011 (6) −0.0098 (6) C12 0.0322 (8) 0.0401 (9) 0.0227 (7) 0.0071 (7) −0.0065 (6) −0.0109 (6) C13 0.0439 (9) 0.0340 (8) 0.0176 (7) 0.0078 (7) −0.0013 (6) −0.0024 (6) C14 0.0317 (8) 0.0274 (7) 0.0218 (7) 0.0015 (6) 0.0033 (6) −0.0016 (6) Geometric parameters (Å, °) 
